Molecular interactions in 3-carboxy-2-diphenylphosphinoylcyclopentanone.
The results of the X-ray structure analysis of the title compound (I) have been reported in [Synthesis (1997) 356]. Now we continue our efforts to understand the energy situation and the arrangements in the crystal, which will be strongly influenced by the formation of hydrogen bonds with the help of the results of theoretical calculations. Furthermore, the IR spectroscopic measurements will be discussed in comparison to the X-ray data. The IR experiments elucidate the molecular arrangement in solution. Using different solvents, equilibrium states with coexisting conformational and associative arrangements were observed. Unexpectedly, the alternative use of the solvents CHCl(3) or CDCl(3) has different influence on the equilibrium arrangement of I in solution.